Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.006 Å; disorder in main residue; R factor = 0.060; wR factor = 0.154; data-to-parameter ratio = 13.9.
The title molecule, C 29 H 35 N 5 S, displays a chair-shaped piperazine ring, as well as an approximately planar triazole ring (r.m.s. deviation = 0.001 Å ) whose phenyl substituent is nearly perpendicular to the mean plane of the five-membered ring [dihedral angle = 88.9 (1) ]. The substituents on the piperazine ring occupy equatorial sites. In the crystal, the adamantyl cage is disordered over two sets of sites with a major component of 67.8 (5)%. Weak intermolecular C-HÁ Á ÁS hydrogen bonding is present in the crystal.
Related literature
For the synthesis and applications of 3-(1-adamantyl)-4substituted-5-mercapto-1,2,4-triazole derivatives, see: El-Emam & Ibrahim (1991 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 2; y þ 1 2 ; Àz.
Data collection: CrysAlis PRO (Agilent, 2010); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001); software used to prepare material for publication: publCIF (Westrip, 2010 (3) H20A-C20-H20B 108.1 N3-C1-N1 104.0 (3) N5-C21-C20 110.6 (3) N3-C1-S1 128.7 (2) N5-C21-H21A 109.5 N1-C1-S1 127.3 (2) C20-C21-H21A 109.5 N2-C2-N1 110.2 (3) N5-C21-H21B 109.5 N2-C2-C9 122.7 (3) C20-C21-H21B 109.5 N1-C2-C9 127.1 (3) H21A-C21-H21B 108.1 C4-C3-C8 121.3 (3) N5-C22-C23 109.1 (3) C4-C3-N1 119.5 (3) N5-C22-H22A 109.9 C8-C3-N1 119.2 (3) C23-C22-H22A 109.9 C3-C4-C5 118.4 (4) N5-C22-H22B 109.9 C3-C4-H4 120.8 C23-C22-H22B 109.9 C5-C4-H4 120.8 H22A-C22-H22B 108.3 C6-C5-C4 120.7 (4) N4-C23-C22 109.8 (3) C6-C5-H5 119.7 N4-C23-H23A 109.7 C4-C5-H5 119.7 C22-C23-H23A 109.7 C5-C6-C7 120.4 (4) N4-C23-H23B 109.7 C5-C6-H6 119.8 C22-C23-H23B 109.7 C7-C6-H6 119.8 H23A-C23-H23B 108.2 C6-C7-C8 120.2 (5) C25-C24-C29 118.2 (3) C6-C7-H7 119.9 C25-C24-N5 118.9 (3) C8-C7-H7 119.9 C29-C24-N5 122.9 (3) C3-C8-C7 119.0 (4) C26-C25-C24 120.9 (3) C3-C8-H8 120.5 C26-C25-H25 119.5 C7-C8-H8 120.5 C24-C25-H25 119.5 C14-C9-C18' 113.4 (3) C25-C26-C27 120.6 (3) C14-C9-C18 112.7 (2) C25-C26-H26 119.7 C18'-C9-C10' 108.8 ( 
